a. Naringenin/Dimethylated β-Cyclodextrin (DM-β-CD) inclusion complex. a1. Guest-host and guest-bridge water molecules interactions.
Dpln: H/π distance; Dlin: distance between H and line C 1 C 2 (C 1 and C 2 nearest and the second nearest sp 2 -carbon); Datm: interatomic distance (H/C 1 ); θ: angle HXC 1 where X is the atom linked to H; φ: the HC 1 I angle (I is the trace of the H projection on the π-plane); ω: dihedral angle defined by the plane of the ring and HC 1 C 2 plane. By setting a cut-off value Dmax = 3.05 Å, the regions are defined as: Dpln < Dmax, θ < 60° for region 1; Dlin < Dmax, θ < 60°, 90° < |ω| < 130 for region 2; Datm < Dmax, θ < 60°, 45° < φ < 90° for region 3.
1. Takahashi, H., Tsuboyama, S., Umezawa, Y., Honda, K., Nishio, M.: CH/π Interactions as Demonstrated in the Crystal Structure of Host/Guest Compounds. A Database Study. Tetrahedron. 56, 6185-6191 (2000) . doi:10.1016/S0040-4020(00)00575-5 a3. Hydrogen bonds between water molecules bridging adjacent complex units (no hydrogens have been attributed in water molecules, hence no angle is given in the cases of H-bonds that the water molecule is clearly the proton donor).
Distance (Å) OW1…OW2
2.76811 (17) OW1…O52 (1−x, ½+y, ½−z) 3.01905 (17) Dpln: H/π distance; Dlin: distance between H and line C 1 C 2 (C 1 and C 2 nearest and the second nearest sp 2 -carbon); Datm: interatomic distance (H/C 1 ); θ: angle HXC 1 where X is the atom linked to H; φ: the HC 1 I angle (I is the trace of the H projection on the π-plane); ω: dihedral angle defined by the plane of the ring and HC 1 C 2 plane. By setting a cut-off value Dmax = 3.05 Å, the regions are defined as: Dpln < Dmax, θ < 60° for region 1; Dlin < Dmax, θ < 60°, 90° < |ω| < 130 for region 2; Datm < Dmax, θ < 60°, 45° < φ < 90° for region 3.
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